Author Index to Volume 150 


Aaid, M., see A. Jarid 

Aguilar, M.A., F.J. Olivares del Valle and J. Tomasi, Electron correlation and solvation 
effects. II. The description of the vibrational properties of a water molecule in a die- 
lectric given by the application of the polarizable continuum model with inclusion of 
correlation effects 

Alba, M., see C. Sourisseau 

Allouche, A., see G. Davidovics 

Amatore, C., see I. Ledoux 

Angelo, S., see M. Atanasov 

Atanasov, M. and S. Angelo, Angular overlap model parameterisation of Anderson’s su- 
perexchange theory. I. A quantification of Goodenough-Kanamori rules 


Baer, T., see K.-M. Weitzel 

Barmashenko, B.D. and V.A. Kochelap, The possibility of “long” population inversion in 
active media for IR chemical lasers 

Bassler, H., see A. Elschner 

Becker, A.C., see C. Blindauer 

Bertault, M., see J. Zyss 

Blake, A.J., see J. Wang 

Blindauer, C., N. van Riesenbeck, K. Seranski, M. Winter, A.C. Becker and U. Schurath, 


Rotational structure and splitting phenomena in electronic spectra of matrix-isolated 
NH 


Booze, J., see K.-M. Weitzel 

Brenton, A.G., see A.R. Lee 

Brion, C.E., see G. Cooper 

Brion, C.E., see G. Cooper 

Burshtein, A.I., D.V. Kolomoitsev, S.Yu. Nikitin and A.V. Storozhev, Manifestations of 


adiabaticity and of strength of rotational inelastic collisions in time domain CARS spec- 
tra of nitrogen 


CeSpiva, L., see J. Vojtik 

Chappell, J.S. and P. Yager, Electrostatic interactions within helical structures of chiral 
lipid bilayers 

Cooper, G., E.B. Zarate, R.K. Jones and C.E. Brion, Absolute oscillator strengths for pho- 
toabsorption, photoionization and ionic photofragmentation of sulphur dioxide. I. The 
valence shell 

Cooper, G., E.B. Zarate, R.K. Jones and C.E. Brion, Absolute oscillator strengths for pho- 


toabsorption, photoionization and ionic photofragmentation of sulphur dioxide. II. The 
S 2p and 2s inner shells 


Cruege, F., see C. Sourisseau 


150 (1991) 353 


150 (1991) 151 
150 (1991) 281 
150 (1991) 395 
150 (1991) 117 
150 (1991) 383 


150 (1991) 383 
150 (1991) 263 
150 (1991) 29 
150 (1991) 81 
150 (1991) 93 


150 (1991) 125 
150 (1991) 13 


150 (1991) 93 
150 (1991) 263 
150 (1991) 275 
150 (1991) 237 
150 (1991) 251 
150 (1991) 231 
150 (1991) 65 


150 (1991) 73 


150 (1991) 237 


150 (1991) 251 
150 (1991) 281 





Author Index to Volume 150 


Aaid, M., see A. Jarid 

Aguilar, M.A., F.J. Olivares del Valle and J. Tomasi, Electron correlation and solvation 
effects. II. The description of the vibrational properties of a water molecule in a die- 
lectric given by the application of the polarizable continuum model with inclusion of 
correlation effects 

Alba, M., see C. Sourisseau 

Allouche, A., see G. Davidovics 

Amatore, C., see I. Ledoux 

Angelo, S., see M. Atanasov 

Atanasov, M. and S. Angelo, Angular overlap model parameterisation of Anderson’s su- 
perexchange theory. I. A quantification of Goodenough-Kanamori rules 


Baer, T., see K.-M. Weitzel 

Barmashenko, B.D. and V.A. Kochelap, The possibility of “long” population inversion in 
active media for IR chemical lasers 

Bassler, H., see A. Elschner 

Becker, A.C., see C. Blindauer 

Bertault, M., see J. Zyss 

Blake, A.J., see J. Wang 

Blindauer, C., N. van Riesenbeck, K. Seranski, M. Winter, A.C. Becker and U. Schurath, 


Rotational structure and splitting phenomena in electronic spectra of matrix-isolated 
NH 


Booze, J., see K.-M. Weitzel 

Brenton, A.G., see A.R. Lee 

Brion, C.E., see G. Cooper 

Brion, C.E., see G. Cooper 

Burshtein, A.I., D.V. Kolomoitsev, S.Yu. Nikitin and A.V. Storozhev, Manifestations of 


adiabaticity and of strength of rotational inelastic collisions in time domain CARS spec- 
tra of nitrogen 


CeSpiva, L., see J. Vojtik 

Chappell, J.S. and P. Yager, Electrostatic interactions within helical structures of chiral 
lipid bilayers 

Cooper, G., E.B. Zarate, R.K. Jones and C.E. Brion, Absolute oscillator strengths for pho- 
toabsorption, photoionization and ionic photofragmentation of sulphur dioxide. I. The 
valence shell 

Cooper, G., E.B. Zarate, R.K. Jones and C.E. Brion, Absolute oscillator strengths for pho- 


toabsorption, photoionization and ionic photofragmentation of sulphur dioxide. II. The 
S 2p and 2s inner shells 


Cruege, F., see C. Sourisseau 


150 (1991) 353 


150 (1991) 151 
150 (1991) 281 
150 (1991) 395 
150 (1991) 117 
150 (1991) 383 


150 (1991) 383 
150 (1991) 263 
150 (1991) 29 
150 (1991) 81 
150 (1991) 93 


150 (1991) 125 
150 (1991) 13 


150 (1991) 93 
150 (1991) 263 
150 (1991) 275 
150 (1991) 237 
150 (1991) 251 
150 (1991) 231 
150 (1991) 65 


150 (1991) 73 


150 (1991) 237 


150 (1991) 251 
150 (1991) 281 





Author index 


Davidovics, G., M. Monnier and A. Allouche, FT-IR spectral data and ab inito calcula- 
tions for haloketenes 

Dewey, T.G., Excitation energy transport in fractal aggregates 

Dudkiewicz, J. and R. Twardowski, Time decay and fluorescence quenching in a one-di- 
mensional lattice 


Elschner, A., R.F. Mahrt, L. Pautmeier, H. Bassler, M. Stolka and K. McGrane, Site-se- 
lective fluorescence studies on polysilylenes 

Enos, C.S., see A.R. Lee 

Evans, M.W., Semi-classical theory of laser-induced circular birefringence, resonance, and 
optical activity in scattered radiation 


Fisz, J.J., Fluorescence depolarization of solutions and ordered systems. Photochemical 
reactions in the excited states. I. General considerations 

Fleming, J.W., see S. Zabarnick 

Fouassier, M., see C. Sourisseau 

Francisco, J.S., An examination of primary and secondary dissociation pathways of tri- 
fluoromethanol: identification of plausible routes leading to the formation of hydrogen 
fluoride 


Gastilovich, E.A., see T.V. Plakhotnik 

Gilchrist, J., Comment on “dielectric relaxation processes of symmetrically substituted 
phenols in a few glassy media” 

Gonbeau, D., see A. Jarid 

Grein, F., see U. Meier 

Guhr, T., see U. Hartmann 


Hamilton, T.P. and H.F. Schaefer III, New variations in two-electron integral evaluation 
in the context of direct SCF procedures 

Hartmann, U., H.A. Weidenmiiller and T. Guhr, Correlations in anticrossing spectra and 
scattering theory: numerical simulations 


Jarid, A., M. Aaid, Y. Legoux, J. Merini, M. Loudet, D. Gonbeau and G. Pfister-Guil- 
louzo, Fluorides of ruthenium and chromium: theoretical studies 

Jones, R.K., see G. Cooper 

Jones, R.K., see G. Cooper 

Jutand, A., see I. Ledoux 


Klokishner, S.I., see A.V. Koryachenko 

Kobayashi, Y., Pressure effect on positronium reactions in organic solutions 

Kochelap, V.A., see B.D. Barmashenko 

Kolomoitsev, D.V., see A.I. Burshtein 

Koryachenko, A.V., S.I1. Klokishner and B.S. Tsukerblat, Méssbauer spectra of mixed-va- 
lence dimeric iron clusters in charge-ordered crystals 


Lazzeretti, P., M. Malagoli and R. Zanasi, Theoretical determination of paramagnetic sus- 
ceptibilities from nuclear electromagnetic shieldings 


150 (1991) 395 
150 (1991) 445 


150 (1991) 57 
150 (1991) 81 
150 (1991) 275 
150 (1991) 197 
150 (1991) 207 
150 (1991) 109 
150 (1991) 281 
150 (1991) 19 
150 (1991) 429 
150 (1991) 461 
150 (1991) 353 
150 (1991) 331 
150 (1991) 311 
150 (1991) 163 
150 (1991) 311 
150 (1991) 353 
150 (1991) 237 
150 (1991) 251 
150 (1991) 117 
150 (1991) 295 
150 (1991) 453 
150 (1991) 29 
150 (1991) 231 


150 (1991) 295 


150 (1991) 173 





470 Author index 


Ledoux, I., J. Zyss, A. Jutand and C. Amatore, Nonlinear optical properties of asymmetric 
.polyphenyls: efficiency versus transparency trade-off 

Ledoux, I., see J. Zyss 

Lee, A.R., C.S. Enos and A.G. Brenton, Translational energy spectroscopy of N* and O* 
in collison with O, 

Legoux, Y., see A. Jarid 

Lin, M.C., see S. Zabarnick 

Loudet, M., see A. Jarid 


Mahrt, R.F.,.see A. Elschner 

Malagoli, M., see P. Lazzeretti 

McCoy, D.G., see J. Wang 

McGrane, K., see A. Elschner 

Meier, U., S.D. Peyerimhoff and F. Grein, 
GaAs$*), Ga,A$*?, As§*? and As, clusters 

Merini, J., see A. Jarid 

Monnier, M., see G. Davidovics 


Ab initio MRD-CI study of GaAs~, 


Naumann, W., Non-equilibrium effects on forward and reverse rate coefficients of re- 
versible reactions in solution: a stochastic approach 
Nikitin, S.Yu., see A.I. Burshtein 


Olivares del Valle, F.J. and J. Tomasi, Electron correlation and solvation effects. I. Basic 
formulation and preliminary attempt to include the electron correlation in the quantum 


mechanical polarizable continuum model so as to study solvation phenomena 
Olivares del Valle, F.J., see M.A. Aguilar 


Paidarova, I., see J. Vojtik 

Pautmeier, L., see A. Elschner 

Personov, R.I., see T.V. Plakhotnik 

Peyerimhoff, S.D., see U. Meier 

Pfister-Guillouzo, G., see A. Jarid 

Plakhotnik, T.V., R.I. Personov and E.A. Gastilovich, Comparison of intensity distribu- 


tion in the spectra of complex molecules cooled in a supersonic jet and in a crystalline 
matrix 


Rabitz, H., see M.J. Smith 
Rabitz, H., see K. Yao 


Savrda, J., see J. Vojtik 

Schaefer III, H.F., see T.P. Hamilton 

Schurath, U., see C. Blindauer 

Seranski, K., see C. Blindauer 

Shi, S., see K. Yao 

Slanina, Z., A comparative study of the water-dimer gas-phase thermodynamics in the BJH- 
and MCYL-type flexible potentials 

Smedarchina, Z.K., Generalized golden rule approach to the H-transfer problem in poly- 
atomic systems. 1. Multimode nuclear effects in solids 


150 (1991) 117 
150 (1991) 125 


150 (1991) 275 
150 (1991) 353 
150 (1991) 109 
150 (1991) 353 


150 (1991) 81 
150 (1991) 173 
150 (1991) 13 
150 (1991) 81 


150 (1991) 331 
150 (1991) 353 
150 (1991) 395 


150 (1991) 187 
150 (1991) 231 


150 (1991) 139 
150 (1991) 151 


150 (1991) 65 
150 (1991) 81 
150 (1991) 429 
150 (1991) 331 
150 (1991) 353 


150 (1991) 429 


150 (1991) 361 
150 (1991) 373 


150 (1991) 65 
150 (1991) 163 
150 (1991) 93 
150 (1991) 93 
150 (1991) 373 


150 (1991) 321 


150 (1991) 47 





Author index 


Smith, M.J. and H. Rabitz, The relationship between physical observables and the poten- 
tial energy surface in the He-HF system 

Sourisseau, C., F. Cruege, M. Fouassier and M. Alba, Second-order Raman effects, ine- 
lastic neutron scattering and lattice dynamics in 2H-WS, 

Stolka, M., see A. Elschner 

Storozhev, A.V., see A.I. Burshtein 


Tomasi, J., see F.J. Olivares del Valle 

Tomasi, J., see M.A. Aguilar 

Torop, L., see J. Wang 

Toupet, E., see J. Zyss 

Traytak, S.D., On the solution of the Debye-Smoluchowski equation with a Coulomb po- 
tential. II. An approximation of the time-dependent rate constant 

Tsukerblat, B.S., see A.V. Koryachenko 

Twardowski, R., see J. Dudkiewicz 


Van Riesenbeck, N., see C. Blindauer 

Vojtik, J., L. Ce8piva, I. Paidarova and J. Savrda, Ab initio calculation of nuclear quad- 
rupole coupling constants of rovibrational levels in the X'Z* state of all isotopic var- 
iants of BH 

Von Niessen, W., see E. Weigold 


Walker, S., Response to “Comment on dielectric relaxation processes of symmetrically 


substituted phenols in a few glassy media” 

Wang, J., A.J. Blake, D.G. McCoy and L. Torop, Construction of molecular potential en- 
ergy curves by an optimization method 

Weidenmiiller, H.A., see U. Hartmann 

Weigold, E., Y. Zheng and W. von Niessen, Electron momentum spectroscopy of 
sulphurhexafluoride 

Weitzel, K.-M., J. Booze and T. Baer, Shifts in photoionization fragmentation onsets. A 
direct measure of cooling in a supersonic molecular beam 

Winter, M., see C. Blindauer 


Yager, P., see J.S. Chappell 
Yao, K., S. Shi and H. Rabitz, Optimal control of molecular motion: nonlinear field effects 


Zabarnick, S., J.W. Fleming and M.C. Lin, Direct measurement of rate constants for the 
reactions of CH and CD with HCN and DCN 

Zanasi, R., see P. Lazzeretti 

Zarate, E.B., see G. Cooper 

Zarate, E.B., see G. Cooper 

Zerbetto, F., Annealing graphite-like structures. A Monte Carlo—Quantum chemical study 

Zheng, Y., see E. Weigold 

Zyss, J., see I. Ledoux 

Zyss, J., 1. Ledoux, M. Bertault and E. Toupet, Dimethylaminocyanobiphenyl (DMACB): 
a new optimized molecular crystal for quadratic nonlinear optics in the visible 


150 (1991) 361 


150 (1991) 281 
150 (1991) 81 
150 (1991) 231 


150 (1991) 139 
150 (1991) 151 
150 (1991) 13 
150 (1991) 125 


150 (1991) 1 
150 (1991) 295 
150 (1991) 57 


150 (1991) 93 


150 (1991) 65 
150 (1991) 405 


150 (1991) 463 


150 (1991) 13 
150 (1991) 311 


150 (1991) 405 


150 (1991) 263 
150 (1991) 93 


150 (1991) 73 
150 (1991) 373 


150 (1991) 109 
150 (1991) 173 
150 (1991) 237 
150 (1991) 251 
150 (1991) 39 
150 (1991) 405 
150 (1991) 117 


150 (1991) 125 





List of Subjects 


1 Methods 


Theoretical 


Group theory and algebras 

Classical mechanics * 

Quantized field theory * 

Many body and quasiparticle approaches * 
Coupling schemes and perturbative treatments * 
Relativistic quantum mechanics 

Transport quantum mechanics 

Equilibrium statistical mechanics * 

Statistical mechanics of stationary states * 
Non-equilibrium thermodynamic and hydrodynamic 
theories * 

Ab initio schemes for stationary properties * 
Computational and simulation methods * 
Molecular dynamics and scattering theory * 


1.2. Experimental 


1.2.1 
12:2 
1.2.3 
1.2.4 
25 
1.2.6 
12.7 
1.2.8 
1.2.9 
1.2.10 
1.2.11 
1.2.12 
1.2.13 
1.2.14 
1.2.15 
1.2.16 
1.2.17 
1.2.18 
1.2.19 
1.2.20 
1.2.21 
1.2.22 
12.23 
1.2.24 
1.2.25 
1.2.26 
L227 
1.2.28 


Magnetic resonances 

Cyclotron resonance 

Microwave spectroscopy 

Infrared spectroscopy * 

Raman spectroscopy * 

Visible and UV spectroscopy * 
Fluorescence spectroscopy * 
Photoelectron and Auger spectroscopy * 
X-ray spectroscopy 

Electron impact spectroscopy * 

Laser methods * 

Picosecond spectroscopy * 

Non-linear optical spectroscopy 
Synchrotron spectroscopies 

Coherent optical spectroscopy 

Optical pumping 

Multiple resonance spectroscopy 
Optoacoustic spectroscopy 

Atomic and molecular beam techniques * 
Time-resolved experiments * 

Mass spectrometry * 

Radiolysis 

Mossbauer spectroscopy 

X-ray, electron and neutron diffraction 
Neutron scattering * 

Light scattering 

Field emission and field ionization 
Measurement of macroscopic variables * 


2 Objects 


2.1. Bulk systems 


2:11 
24.2 
2.1.3 
2.1.4 
245 


Gases * 
Supersonic beams * 
Liquids neat * 
Liquid mixtures and solutions * 
Crystals * 
neat * 
mixed 
Glasses * 
Liquid crystals * 
Polymers 
Semiconductors * 
Metals and alloys 
Thin films * 
Surfaces 
Low-dimensional materials * 
Dielectrics * 
Plasmas 
Biological systems * 


2.2 Microscopic systems 


poe | 
10 
pA 28 | 
pO 1 28 
2223 
2.2.2.4 
a A 
223 
pe | 
22:52 
253 
2.2.3.4 
2.2.4 
22.5 
2.2.6 
yA 


Atoms * 
Molecules (neutral and ionic) * 
diatomic * 
small polyatomics * 
aromatics * 
other large 
polymeric and biological * 
Molecular aggregates * 
dimers * 
van der Waals molecules 
clusters * 
complexes * 
Free radicals (including hydronium and muonium) * 
Quasiparticles (including excitons) 
Defects and impurities * 
Ions and charge carriers * 


* Denotes subjects covered in this volume 





3 Phenomena 


Molecular structure * 
Vibrations and rotations of molecules * 
Electronic structure and states * 
Electric and magnetic properties * 
Spin splittings 
Optical activity * 
Molecular interactions * 
Spectral bandshapes and intensities * 
Coupling of electronic and nuclear motion * 
Energy transfer processes * 
Molecular photophysical processes * 
Intramolecular dynamics 
radiationless transitions 
vibrational energy redistribution (including 
vibrational dissociation ) 
Luminescence spectra, yields and lifetimes * 
Coherence loss processes 
Non-linear responses (including optical) * 


Multiphoton phenomena 
Reactions (including dissociation ) * 
gas phase * 
condensed phase * 
photochemical * 
Tunnelling * 
Electron transfer * 
Positron annihilation * 
Ionization (including Rydberg states) * 
Molecular motion (including diffusive ) 
Isotopic effects * 
Fluctuations and noise 
Collective motion and excitations 
Surface effects and catalysis 
Thermodynamic and transport properties * 
Structure of solids and liquids * 
Critical phenomena 
Phase transitions 





Subject Index to Volume 150 


Methods 
Theoretical 


Classical mechanics 


Electrostatic interactions within helical structures of chiral lipid bilayers, J.S. Chappell and 
P. Yager 


Quantized field theory 
Fluorides of ruthenium and chromium: theoretical studies, A. Jarid, M. Aaid, Y. Legoux, 
J. Merini, M. Loudet, D. Gonbeau and G. Pfister-Guillouzo 


Many body and quasiparticle approaches 

Electron correlation and solvation effects. I. Basic formulation and preliminary attempt 
to include the electron correlation in the quantum mechanical polarizable continuum 
model so as to study solvation phenomena, F.J. Olivares del Valle and J. Tomasi 

Electron correlation and solvation effects. II. The description of the vibrational properties 
of a water molecule in a dielectric given by the application of the polarizable continuum 
model with inclusion of correlation effects, M.A. Aguilar, F.J. Olivares del Valle and 
J. Tomasi 

Non-equilibrium effects on forward and reverse rate coefficients of reversible reactions in 
solution: A stochastic approach, W. Naumann 


Electron momentum spectroscopy of sulphurhexafluoride, E. Weigold, Y. Zheng and 
W. von Niessen 


Coupling schemes and perturbative treatments 

Semi-classical theory of laser-induced circular birefringence, resonance, and optical activ- 
ity in scattered radiation, M.W. Evans 

Angular overlap model parameterisation of Anderson’s superexchange theory. I. A quan- 
tification of Goodenough-Kanamori rules, M. Atanasov and S. Angelo 


Equilibrium statistical mechanics 


A comparative study of the water-dimer gas-phase thermodynamics in the BJH- and MCYL- 
type flexible potentials, Z. Slanina 


Statistical mechanics of stationary states 

MOssbauer spectra of mixed-valence dimeric iron clusters in charge-ordered crystals, 
A.V. Koryachenko, S.I. Klokishner and B.S. Tsukerblat 

Correlations in anticrossing spectra and scattering theory: numerical simulations, 
U. Hartmann, H.A. Weidenmiiller and T. Guhr 


150 (1991) 73 


150 (1991) 353 


150 (1991) 139 


150 (1991) 151 


150 (1991) 187 


150 (1991) 405 


150 (1991) 197 


150 (1991) 383 


150 (1991) 321 


150 (1991) 295 


150 (1991) 311 





Subject index 


Non-equilibrium thermodynamic and hydrodynamic theories 
Non-equilibrium effects on forward and reverse rate coefficients of reversible reactions in 
solution: a stochastic approach, W. Naumann 


Ab initio schemes for stationary properties 

Ab initio calculation of nuclear quadrupole coupling constants of rovibrational levels in 
the X'Z* state of all isotopic variants of BH, J. Vojtik, L. CeSpiva, I. Paidarova and 
J. Savrda 

Electron correlation and solvation effects. I. Basic formulation and preliminary attempt 
to include the electron correlation in the quantum mechanical polarizable continuum 
model so as to study solvation phenomena, F.J. Olivares del Valle and J. Tomasi 

Electron correlation and solvation effects. II. The description of the vibrational properties 
of a water molecule in a dielectric given by the application of the polarizable continuum 
model with inclusion of correlation effects, M.A. Aguilar, F.J. Olivares del Valle and 
J. Tomasi 

New variations in two-electron integral evaluation in the context of direct SCF procedures, 
T.P. Hamilton and H.F. Schaefer III 

Theoretical determination of paramagnetic susceptibilities from nuclear electromagnetic 
shieldings, P. Lazzeretti, M. Malagoli and R. Zanasi 

A comparative study of the water-dimer gas-phase thermodynamics in the BJH- and MCYL- 
type flexible potentials, Z. Slanina 

Ab initio MRD-CI study of GaAs~, GaAs$*), Ga,A$*?, As$*) and As, clusters, U. Meier, 
S.D. Peyerimhoff and F. Grein 


Fluorides of ruthenium and chromium: theoretical studies, A. Jarid, M. Aaid, Y. Legoux, 
J. Merini, M. Loudet, D. Gonbeau and G. Pfister-Guillouzo 


Computational and simulation methods 

On the solution of the Debye-Smoluchowski equation with a Coulomb potential. II. An 
approximation of the time-dependent rate constant, $.D. Traytak 

Construction of molecular potential energy curves by an optimization method, J. Wang, 
A.J. Blake, D.G. McCoy and L. Torop 

An examination of primary and secondary dissociation pathways of trifluoromethanol: 
identification of plausible routes leading to the formation of hydrogen fluoride, 
J.S. Francisco 

The possibility of “long” population inversion in active media for IR chemical lasers, 
B.D. Barmashenko and V.A. Kochelap 

Annealing graphite-like structures. A Monte Carlo-Quantum chemical study, F. Zerbetto 

Manifestations of adiabaticity and of strength of rotational inelastic collisions in time do- 
main CARS spectra of nitrogen, A.I. Burshtein, D.V. Kolomoitsev, S.Yu. Nikitin and 
A.V. Storozhev ; 

The relationship between physical observables and the potential energy surface in the He- 
HF system, M.J. Smith and H. Rabitz 

Optimal control of molecular motion: nonlinear field effects, K. Yao, S. Shi and H. Rabitz 

FT-IR spectral data and ab inito calculations for haloketenes, G. Davidovics, M. Monnier 
and A. Allouche 


150 (1991) 187 


150 (1991) 65 


150 (1991) 139 


150 (1991) 151 
150 (1991) 163 
150 (1991) 173 
150 (1991) 321 
150 (1991) 331 


150 (1991) 353 


150 (1991) 


150 (1991) 


150 (1991) 

150 (1991) 29 
150 (1991) 39 
150 (1991) 231 


150 (1991) 361 
150 (1991) 373 


150 (1991) 395 





476 Subject index 

Molecular dynamics and scattering theory 

Annealing graphite-like structures. A Monte Carlo-Quantum chemical study, F. Zerbetto 

Generalized golden rule approach to the H-transfer problem in polyatomic systems. 1. 
Multimode nuclear effects in solids, Z.K. Smedarchina 


Time decay and fluorescence quenching in a one-dimensional lattice, J. Dudkiewicz and 
R. Twardowski 


Correlations in anticrossing spectra and scattering theory: numerical simulations, 
U. Hartmann, H.A. Weidenmiiller and T. Guhr 

The relationship between physical observables and the potential energy surface in the He- 
HF system, M.J. Smith and H. Rabitz 

Optimal control of molecular motion: nonlinear field effects, K. Yao, S. Shi and H. Rabitz 


Experimental 


Infrared spectroscopy 


FT-IR spectral data and ab inito calculations for haloketenes, G. Davidovics, M. Monnier 
and A. Allouche 


Raman spectroscopy 
Manifestations of adiabaticity and of strength of rotational inelastic collisions in time do- 


main CARS spectra of nitrogen, A.I. Burshtein, D.V. Kolomoitsev, S.Yu. Nikitin and 
A.V. Storozhev 


Second-order Raman effects, inelastic neutron scattering and lattice dynamics in 2H-WS,, 


C. Sourisseau, F. Cruege, M. Fouassier and M. Alba 


Visible and UV spectroscopy 

Direct measurement of rate constants for the reactions of CH and CD with HCN and DCN, 
S. Zabarnick, J.W. Fleming and M.C. Lin 

Dimethylaminocyanobiphenyl (DMACB): a new optimized molecular crystal for qua- 
dratic nonlinear optics in the visible, J. Zyss, 1. Ledoux, M. Bertault and E. Toupet 

Absolute oscillator strengths for photoabsorption, photoionization and ionic photofrag- 
mentation of sulphur dioxide. I. The valence shell, G. Cooper, E.B. Zarate, R.K. Jones 
and C.E. Brion 

Absolute oscillator strengths for photoabsorption, photoionization and ionic photofrag- 
mentation of sulphur dioxide. II. The S 2p and 2s inner shells, G. Cooper, E.B. Zarate, 
R.K. Jones and C.E. Brion 

Comparison of intensity distribution in the spectra of complex molecules cooled in a super- 
sonic jet and in a crystalline matrix, T.V. Plakhotnik, R.I. Personov and E.A. Gastilovich 


Fluorescence spectroscopy 

Site-selective fluorescence studies on polysilylenes, A. Elschner, R.F. Mahrt, L. Pautmeier, 
H. Bassler, M. Stolka and K. McGrane 

Rotational structure and splitting phenomena in electronic spectra of matrix-isolated NH, 
C. Blindauer, N. van Riesenbeck, K. Seranski, M. Winter, A.C. Becker and U. Schurath 

Direct measurement of rate constants for the reactions of CH and CD with HCN and DCN, 
S. Zabarnick, J.W. Fleming and M.C. Lin 

Fluorescence depolarization of solutions and ordered systems. Photochemical reactions in 
the excited states. I. General considerations, J.J. Fisz 


150 (1991) 39 
150 (1991) 47 
150 (1991) 57 
150 (1991) 311 


150 (1991) 361 
150 (1991) 373 


150 (1991) 395 


150 (1991) 231 


150 (1991) 281 


150 (1991) 109 


150 (1991) 125 


150 (1991) 237 


150 (1991) 251 


150 (1991) 429 


150 (1991) 81 
150 (1991) 93 
150 (1991) 109 


150 (1991) 207 





Subject index 


Comparison of intensity distribution in the spectra of complex molecules cooled in a super- 
sonic jet and in a crystalline matrix, T.V. Plakhotnik, R.I. Personov and E.A. Gastilovich 
Excitation energy transport in fractal aggregates, T.G. Dewey 


Photoelectron and Auger spectroscopy 


Shifts in photoionization fragmentation onsets. A direct measure of cooling in a supersonic 
molecular beam, K.-M. Weitzel, J. Booze and T. Baer 


Electron impact spectroscopy 


Electron momentum spectroscopy of sulphurhexafluoride, E. Weigold, Y. Zheng and 
W. von Niessen 


Laser methods 

Rotational structure and splitting phenomena in electronic spectra of matrix-isolated NH, 
C. Blindauer, N. van Riesenbeck, K. Seranski, M. Winter, A.C. Becker and U. Schurath 

Nonlinear optical properties of asymmetric polyphenyls: efficiency versus transparency 
trade-off, I. Ledoux, J. Zyss, A. Jutand and C. Amatore 

Dimethylaminocyanobiphenyl (DMACB): a new optimized molecular crystal for qua- 
dratic nonlinear optics in the visible, J. Zyss, I. Ledoux, M. Bertault and E. Toupet 


Picosecond spectroscopy 


Fluorescence depolarization of solutions and ordered systems. Photochemical reactions in 
the excited states. I. General considerations, J.J. Fisz 


Atomic and molecular beam techniques 


Translational energy spectroscopy of N* and O* in collison with O,, A.R. Lee, C.S. Enos 
and A.G. Brenton 


Time-resolved experiments 
Pressure effect on positronium reactions in organic solutions, Y. Kobayashi 


Mass spectrometry 
Shifts in photoionization fragmentation onsets. A direct measure of cooling in a supersonic 
molecular beam, K.-M. Weitzel, J. Booze and T. Baer 


Translational energy spectroscopy of N* and O* in collison with O,, A.R. Lee, C.S. Enos 
and A.G. Brenton 


Neutron scattering 


Second-order Raman effects, inelastic neutron scattering and lattice dynamics in 2H-WS,, 
C. Sourisseau, F. Cruege, M. Fouassier and M. Alba 


Measurement of macroscopic variables 

Comment on “dielectric relaxation processes of symmetrically substituted phenols in a few 
glassy media’, J. Gilchrist 

Response to “Comment on dielectric relaxation processes of symmetrically substituted 
phenols in a few glassy media”, S. Walker 

A comparative study of the water-dimer gas-phase thermodynamics in the BJH- and MCYL- 
type flexible potentials, Z. Slanina 


150 (1991) 429 
150 (1991) 445 


150 (1991) 263 


150 (1991) 405 


150 (1991) 93 


150 (1991) 117 


150 (1991) 125 


150 (1991) 207 


150 (1991) 275 


150 (1991) 453 


150 (1991) 263 


150 (1991) 275 


150 (1991) 281 


150 (1991) 461 


150 (1991) 463 


150 (1991) 321 





478 Subject index 
Objects 
Bulk systems 


Gases 


An examination of primary and secondary dissociation pathways of trifluoromethanol: 
identification of plausible routes leading to the formation of hydrogen fluoride, 
J.S. Francisco 

The possibility of “long” population inversion in active media for IR chemical lasers, 
B.D. Barmashenko and V.A. Kochelap 

Semi-classical theory of laser-induced circular birefringence, resonance, and optical activ- 
ity in scattered radiation, M.W. Evans 

Manifestations of adiabaticity and of strength of rotational inelastic collisions in time do- 


main CARS spectra of nitrogen, A.I. Burshtein, D.V. Kolomoitsev, S.Yu. Nikitin and 
A.V. Storozhev 


Supersonic beams 

Shifts in photoionization fragmentation onsets. A direct measure of cooling in a supersonic 
molecular beam, K.-M. Weitzel, J. Booze and T. Baer 

Comparison of intensity distribution in the spectra of complex molecules cooled in a super- 
sonic jet and in a crystalline matrix, T.V. Plakhotnik, R.I. Personov and E.A. Gastilovich 


Liquids neat 
Electron correlation and solvation effects. II. The description of the vibrational properties 


of a water molecule in a dielectric given by the application of the polarizable continuum 
model with inclusion of correlation effects, M.A. Aguilar, F.J. Olivares del Valle and 
J. Tomasi 

Semi-classical theory of laser-induced circular birefringence, resonance, and optical activ- 
ity in scattered radiation, M.W. Evans 


Liquid mixtures and solutions 

On the solution of the Debye-Smoluchowski equation with a Coulomb potential. II. An 
approximation of the time-dependent rate constant, S.D. Traytak 

Electron correlation and solvation effects. I. Basic formulation and preliminary attempt 
to include the electron correlation in the quantum mechanical polarizable continuum 
model so as to study solvation phenomena, F.J. Olivares del Valle and J. Tomasi 

Non-equilibrium effects on forward and reverse rate coefficients of reversible reactions in 
solution: a stochastic approach, W. Naumann 

Pressure effect on positronium reactions in organic solutions, Y. Kobayashi 


Crystals 

Generalized golden rule approach to the H-transfer problem in polyatomic systems. 1. 
Multimode nuclear effects in solids, Z.K. Smedarchina 

Dimethylaminocyanobiphenyl (DMACB): a new optimized molecular crystal for qua- 
dratic nonlinear optics in the visible, J. Zyss, I. Ledoux, M. Bertault and E. Toupet 

Angular overlap model parameterisation of Anderson’s superexchange theory. I. A quan- 
tification of Goodenough-Kanamori rules, M. Atanasov and S. Angelo 


150 (1991) 19 
150 (1991) 29 


150 (1991) 197 


150 (1991) 231 


150 (1991) 263 


150 (1991) 429 


150 (1991) 151 


150 (1991) 197 


150 (1991) 1 


150 (1991) 139 


150 (1991) 187 
150 (1991) 453 


150 (1991) 47 
150 (1991) 125 


150 (1991) 383 





Subject index 


—neat 


Dimethylaminocyanobiphenyl (DMACB): a new optimized molecular crystal for qua- 
dratic nonlinear optics in the visible, J. Zyss, 1. Ledoux, M. Bertault and E. Toupet 


Glasses 


Site-selective fluorescence studies on polysilylenes, A. Elschner, R.F. Mahrt, L. Pautmeier, 
H. Bassler, M. Stolka and K. McGrane 


Comment on “dielectric relaxation processes of symmetrically substituted phenols in a few 
glassy media”, J. Gilchrist 


Response to “Comment on dielectric relaxation processes of symmetrically substituted 
phenols in a few glassy media”, S. Walker 


Liquid crystals 
Fluorescence depolarization of solutions and ordered systems. Photochemical reactions in 
the excited states. I. General considerations, J.J. Fisz 


Semiconductors 


Second-order Raman effects, inelastic neutron scattering and lattice dynamics in 2H-WS,, 
C. Sourisseau, F. Cruege, M. Fouassier and M. Alba 


Thin films 


Electrostatic interactions within helical structures of chiral lipid bilayers, J.S. Chappell and 
P. Yager 


Low-dimensional materials 


Time decay and fluorescence quenching in a one-dimensional lattice, J. Dudkiewicz and 
R. Twardowski 


Second-order Raman effects, inelastic neutron scattering and lattice dynamics in 2H-WS,, 
C. Sourisseau, F. Cruege, M. Fouassier and M. Alba 


Dielectrics 

Comment on “dielectric relaxation processes of symmetrically substituted phenols in a few 
glassy media’, J. Gilchrist 

Response to “Comment on dielectric relaxation processes of symmetrically substituted 
phenols in a few glassy media”, S. Walker 


Biological systems 


Electrostatic interactions within helical structures of chiral lipid bilayers, J.S. Chappell and 
P. Yager 


Fluorescence depolarization of solutions and ordered systems. Photochemical reactions in 
the excited states. I. General considerations, J.J. Fisz 


Microscopic systems 


Atoms 


New variations in two-electron integral evaluation in the context of direct SCF procedures, 
T.P. Hamilton and H.F. Schaefer III 


150 (1991) 125 


150 (1991) 81 


150 (1991) 461 


150 (1991) 463 


150 (1991) 207 


150 (1991) 281 


150 (1991) 73 


150 (1991) 57 


150 (1991) 281 


150 (1991) 461 


150 (1991) 463 


150 (1991) 73 


150 (1991) 207 


150 (1991) 163 





480 Subject index 


Translational energy spectroscopy of N* and O* in collison with O,, A.R. Lee, C.S. Enos 
and A.G. Brenton 


Molecules (neutral and ionic) 

Nonlinear optical properties of asymmetric polyphenyls: efficiency versus transparency 
trade-off, I. Ledoux, J. Zyss, A. Jutand and C. Amatore 

Semi-classical theory of laser-induced circular birefringence, resonance, and optical activ- 
ity in scattered radiation, M.W. Evans 

Correlations in anticrossing spectra and scattering theory: numerical simulations, 
U. Hartmann, H.A. Weidenmiiller and T. Guhr 


—diatomic 

Construction of molecular potential energy curves by an optimization method, J. Wang, 
A.J. Blake, D.G. McCoy and L. Torop 

The possibility of “long” population inversion in active media for IR chemical lasers, 
B.D. Barmashenko and V.A. Kochelap 

Ab initio calculation of nuclear quadrupole coupling constants of rovibrational levels in 
the X'Z* state of all isotopic variants of BH, J. Vojtik, L. CeSpiva, I. Paidarova and 
J. Savrda 

Rotational structure and splitting phenomena in electronic spectra of matrix-isolated NH, 
C. Blindauer, N. van Riesenbeck, K. Seranski, M. Winter, A.C. Becker and U. Schurath 

Manifestations of adiabaticity and of strength of rotational inelastic collisions in time do- 
main CARS spectra of nitrogen, A.I. Burshtein, D.V. Kolomoitsev, S.Yu. Nikitin and 
A.V. Storozhev 

Translational energy spectroscopy of N* and O* in collison with O,, A.R. Lee, C.S. Enos 
and A.G. Brenton 

Ab initio MRD-CI study of GaAs~, GaAs$*?, Ga,A$*), As§*) and As, clusters, U. Meier, 
S.D. Peyerimhoff and F. Grein 

The relationship between physical observables and the potential energy surface in the He- 
HF system, M.J. Smith and H. Rabitz 


-small polyatomics 


An examination of primary and secondary dissociation pathways of trifluoromethanol: 
identification of plausible routes leading to the formation of hydrogen fluoride, 
J.S. Francisco 

Theoretical determination of paramagnetic susceptibilities from nuclear electromagnetic 
shieldings, P. Lazzeretti, M. Malagoli and R. Zanasi 

Absolute oscillator strengths for photoabsorption, photoionization and ionic photofrag- 
mentation of sulphur dioxide. I. The valence shell, G. Cooper, E.B. Zarate, R.K. Jones 
and C.E. Brion 

Absolute oscillator strengths for photoabsorption, photoionization and ionic photofrag- 
mentation of sulphur dioxide. II. The S 2p and 2s inner shells, G. Cooper, E.B. Zarate, 
R.K. Jones and C.E. Brion 

Shifts in photoionization fragmentation onsets. A direct measure of cooling in a supersonic 
molecular beam, K.-M. Weitzel, J. Booze and T. Baer 

Ab initio MRD-CI study of GaAs~, GaAs§*?, Ga,A§$*), As§*? and As, clusters, U. Meier, 
S.D. Peyerimhoff and F. Grein 


150 (1991) 275 


150 (1991) 117 
150 (1991) 197 


150 (1991) 311 


150 (1991) 13 


150 (1991) 29 


150 (1991) 65 


150 (1991) 93 


150 (1991) 231 
150 (1991) 275 
150 (1991) 331 


150 (1991) 361 


150 (1991) 19 


150 (1991) 173 


150 (1991) 237 


150 (1991) 251 
150 (1991) 263 


150 (1991) 331 





Subject index 


Optimal control of molecular motion: nonlinear field effects, K. Yao, S. Shi and H. Rabitz 


Electron momentum spectroscopy of sulphurhexafluoride, E. Weigold, Y. Zheng and 
W. von Niessen 


-aromatics 


Nonlinear optical properties of asymmetric polyphenyls: efficiency versus transparency 
trade-off, I. Ledoux, J. Zyss, A. Jutand and C. Amatore 


-polymeric and biological 


Site-selective fluorescence studies on polysilylenes, A. Elschner, R.F. Mahrt, L. Pautmeier, 
H. Bassler, M. Stolka and K. McGrane 


Molecular aggregates 
Excitation energy transport in fractal aggregates, T.G. Dewey 


—dimers 


A comparative study of the water-dimer gas-phase thermodynamics in the BJH- and MCYL- 
type flexible potentials, Z. Slanina 

Angular overlap model parameterisation of Anderson’s superexchange theory. I. A quan- 
tification of Goodenough-Kanamori rules, M. Atanasov and S. Angelo 


-clusters 
Annealing graphite-like structures. A Monte Carlo-Quantum chemical study, F. Zerbetto 


Mossbauer spectra of mixed-valence dimeric iron clusters in charge-ordered crystals, 
A.V. Koryachenko, S.I. Klokishner and B.S. Tsukerblat 

Ab initio MRD-CI study of GaAs~, GaAs$*), Ga,A$*), As§*? and As, clusters, U. Meier, 
S.D. Peyerimhoff and F. Grein 

Excitation energy transport in fractal aggregates, T.G. Dewey 


-complexes 


Fluorides of ruthenium and chromium: theoretical studies, A. Jarid, M. Aaid, Y. Legoux, 
J. Merini, M. Loudet, D. Gonbeau and G. Pfister-Guillouzo 


Free radicals (including hydronium and muonium) 
Direct measurement of rate constants for the reactions of CH and CD with HCN and DCN, 
S. Zabarnick, J.W. Fleming and M.C. Lin 


Defects and impurities 
Rotational structure and splitting phenomena in electronic spectra of matrix-isolated NH, 
C. Blindauer, N. van Riesenbeck, K. Seranski, M. Winter, A.C. Becker and U. Schurath 


Ions and charge carriers 
On the solution of the Debye-Smoluchowski equation with a Coulomb potential. II. An 
approximation of the time-dependent rate constant, S.D. Traytak 


481 
150 (1991) 373 


150 (1991) 405 


150 (1991) 117 


150 (1991) 81 


150 (1991) 445 


150 (1991) 321 


150 (1991) 383 


150 (1991) 39 
150 (1991) 295 


150 (1991) 331 
150 (1991) 445 


150 (1991) 353 


150 (1991) 109 


150 (1991) 93 


150 (1991) 1 





482 Subject index 
Phenomena 


Molecular structure 

An examination of primary and secondary dissociation pathways of trifluoromethanol: 
identification of plausible routes leading to the formation of hydrogen fluoride, 
J.S. Francisco 

Annealing graphite-like structures. A Monte Carlo—-Quantum chemical study, F. Zerbetto 


Vibrations and rotations of molecules 

The possibility of “long” population inversion in active media for IR chemical lasers, 
B.D. Barmashenko and V.A. Kochelap 

Ab initio calculation of nuclear quadrupole coupling constants of rovibrational levels in 
the X'Z* state of all isotopic variants of BH, J. Vojtik, L. Ce3piva, I. Paidarova and 
J. Savrda 

Electron correlation and solvation effects. II. The description of the vibrational properties 
of a water molecule in a dielectric given by the application of the polarizable continuum 
model with inclusion of correlation effects, M.A. Aguilar, F.J. Olivares del Valle and 
J. Tomasi 

Manifestations of adiabaticity and of strength of rotational inelastic collisions in time do- 
main CARS spectra of nitrogen, A.I. Burshtein, D.V. Kolomoitsev, S.Yu. Nikitin and 
A.V. Storozhev 

The relationship between physical observables and the potential energy surface in the He- 
HF system, M.J. Smith and H. Rabitz 


Optimal control of molecular motion: nonlinear field effects, K. Yao, S. Shi and H. Rabitz 
Comparison of intensity distribution in the spectra of complex molecules cooled in a super- 
sonic jet and in a crystalline matrix, T.V. Plakhotnik, R.I. Personov and E.A. Gastilovich 


Electronic structure and states 

Ab initio calculation of nuclear quadrupole coupling constants of rovibrational levels in 
the X'Z* state of all isotopic variants of BH, J. Vojtik, L. CeSpiva, I. Paidarova and 
J. Savrda 

Rotational structure and splitting phenomena in electronic spectra of matrix-isolated NH, 
C. Blindauer, N. van Riesenbeck, K. Seranski, M. Winter, A.C. Becker and U. Schurath 

New variations in two-electron integral evaluation in the context of direct SCF procedures, 
T.P. Hamilton and H.F. Schaefer III 

Translational energy spectroscopy of N* and O* in collison with O,, A.R. Lee, C.S. Enos 
and A.G. Brenton 

Second-order Raman effects, inelastic neutron scattering and lattice dynamics in 2H-WS,, 
C. Sourisseau, F. Cruege, M. Fouassier and M. Alba 

Fluorides of ruthenium and chromium: theoretical studies, A. Jarid, M. Aaid, Y. Legoux, 
J. Merini, M. Loudet, D. Gonbeau and G. Pfister-Guillouzo 

Angular overlap model parameterisation of Anderson’s superexchange theory. I. A quan- 
tification of Goodenough—Kanamori rules, M. Atanasov and S. Angelo 


Electron momentum spectroscopy of sulphurhexafluoride, E. Weigold, Y. Zheng and 
W. von Niessen 


150 (1991) 19 
150 (1991) 39 


150 (1991) 


150 (1991) 


150 (1991) 151 


150 (1991) 231 


150 (1991) 361 
150 (1991) 373 


150 (1991) 429 


150 (1991) 65 
150 (1991) 93 
150 (1991) 163 
150 (1991) 275 
150 (1991) 281 
150 (1991) 353 
150 (1991) 383 


150 (1991) 405 





Subject index 


Electric and magnetic properties 

Ab initio calculation of nuclear quadrupole coupling constants of rovibrational levels in 
the X'X* state of all isotopic variants of BH, J. Vojtik, L. CeSpiva, I. Paidarova and 
J. Savrda 

Theoretical determination of paramagnetic susceptibilities from nuclear electromagnetic 
shieldings, P. Lazzeretti, M. Malagoli and R. Zanasi 

Angular overlap model parameterisation of Anderson’s superexchange theory. I. A quan- 
tification of Goodenough—Kanamori rules, M. Atanasov and S. Angelo 


Optical activity 
Semi-classical theory of laser-induced circular birefringence, resonance, and optical activ- 
ity in scattered radiation, M.W. Evans 


Molecular interactions 

The possibility of “long” population inversion in active media for IR chemical lasers, 
B.D. Barmashenko and V.A. Kochelap 

Comment on “dielectric relaxation processes of symmetrically substituted phenols in a few 
glassy media”, J. Gilchrist 

Response to “Comment on dielectric relaxation processes of symmetrically substituted 
phenols in a few glassy media”, S. Walker 


Spectral bandshapes and intensities 

Absolute oscillator strengths for photoabsorption, photoionization and ionic photofrag- 
mentation of sulphur dioxide. I. The valence shell, G. Cooper, E.B. Zarate, R.K. Jones 
and C.E. Brion 

Absolute oscillator strengths for photoabsorption, photoionization and ionic photofrag- 
mentation of sulphur dioxide. II. The S 2p and 2s inner shells, G. Cooper, E.B. Zarate, 
R.K. Jones and C.E. Brion 

MéOssbauer spectra of mixed-valence dimeric iron clusters in charge-ordered crystals, 
A.V. Koryachenko, S.I. Klokishner and B.S. Tsukerblat 

Comparison of intensity distribution in the spectra of complex molecules cooled in a super- 
sonic jet and in a crystalline matrix, T.V. Plakhotnik, R.I. Personov and E.A. Gastilovich 


Coupling of electronic and nuclear motion 
Construction of molecular potential energy curves by an optimization method, J. Wang, 
A.J. Blake, D.G. McCoy and L. Torop 


Energy transfer processes 

Time decay and fluorescence quenching in a one-dimensional lattice, J. Dudkiewicz and 
R. Twardowski 

Site-selective fluorescence studies on polysilylenes, A. Elschner, R.F. Mahrt, L. Pautmeier, 
H. Bassler, M. Stolka and K. McGrane 

Excitation energy transport in fractal aggregates, T.G. Dewey 


Molecular photophysical processes 
Fluorescence depolarization of solutions and ordered systems. Photochemical reactions in 
the excited states. I. General considerations, J.J. Fisz 


150 (1991) 65 
150 (1991) 173 


150 (1991) 383 


150 (1991) 197 


150 (1991) 29 
150 (1991) 461 


150 (1991) 463 


150 (1991) 237 


150 (1991) 251 
150 (1991) 295 


150 (1991) 429 


150 (1991) 13 


150 (1991) 57 


150 (1991) 81 
150 (1991) 445 


150 (1991) 207 





484 Subject index 


Absolute oscillator strengths for photoabsorption, photoionization and ionic photofrag- 
mentation of sulphur dioxide. I. The valence shell, G. Cooper, E.B. Zarate, R.K. Jones 
and C.E. Brion 

Absolute oscillator strengths for photoabsorption, photoionization and ionic photofrag- 
mentation of sulphur dioxide. II. The S 2p and 2s inner shells, G. Cooper, E.B. Zarate, 
R.K. Jones and C.E. Brion 

Shifts in photoionization fragmentation onsets. A direct measure of cooling in a supersonic 
molecular beam, K.-M. Weitzel, J. Booze and T. Baer 

Optimal control of molecular motion: nonlinear field effects, K. Yao, S. Shi and H. Rabitz 


Luminescence spectra, yields and lifetimes 

Time decay and fluorescence quenching in a one-dimensional lattice, J. Dudkiewicz and 
R. Twardowski 

Site-selective fluorescence studies on polysilylenes, A. Elschner, R.F. Mahrt, L. Pautmeier, 
H. Bassler, M. Stolka and K. McGrane 

Correlations in anticrossing spectra and scattering theory: numerical simulations, 
U. Hartmann, H.A. Weidenmiiller and T. Guhr 

Excitation energy transport in fractal aggregates, T.G. Dewey 


Non-linear responses (including optical) 

Nonlinear optical properties of asymmetric polyphenyls: efficiency versus transparency 
trade-off, I. Ledoux, J. Zyss, A. Jutand and C. Amatore 

Dimethylaminocyanobiphenyl (DMACB): a new optimized molecular crystal for qua- 
dratic nonlinear optics in the visible, J. Zyss, I. Ledoux, M. Bertault and E. Toupet 


Reactions (including dissociation) 


FT-IR spectral data and ab inito calculations for haloketenes, G. Davidovics, M. Monnier 
and A. Allouche 


-gas phase 

An examination of primary and secondary dissociation pathways of trifluoromethanol: 
identification of plausible routes leading to the formation of hydrogen fluoride, 
J.S. Francisco 

Direct measurement of rate constants for the reactions of CH and CD with HCN and DCN, 
S. Zabarnick, J.W. Fleming and M.C. Lin 


-condensed phase 

On the solution of the Debye-Smoluchowski equation with a Coulomb potential. II. An 
approximation of the time-dependent rate constant, S.D. Traytak 

Non-equilibrium effects on forward and reverse rate coefficients of reversible reactions in 
solution: A stochastic approach, W. Naumann 

Pressure effect on positronium reactions in organic solutions, Y. Kobayashi 


-photochemical 


Direct measurement of rate constants for the reactions of CH and CD with HCN and DCN, 
S. Zabarnick, J.W. Fleming and M.C. Lin 


150 (1991) 237 


150 (1991) 251 


150 (1991) 263 
150 (1991) 373 


150 (1991) 57 
150 (1991) 81 


150 (1991) 311 
150 (1991) 445 


150 (1991) 117 


150 (1991) 125 


150 (1991) 395 


150 (1991) 19 


150 (1991) 109 


150 (1991) 1 


150 (1991) 187 
150 (1991) 453 


150 (1991) 109 





Subject index 


Tunnelling 


Generalized golden rule approach to the H-transfer problem in polyatomic systems. 1. 
Multimode nuclear effects in solids, Z.K. Smedarchina 


Electron transfer 


MOssbauer spectra of mixed-valence dimeric iron clusters in charge-ordered crystals, 
A.V. Koryachenko, S.I. Klokishner and B.S. Tsukerblat 


Positron annihilation 
Pressure effect on positronium reactions in organic solutions, Y. Kobayashi 


Ionization (including Rydberg states) 


Electron momentum spectroscopy of sulphurhexafluoride, E. Weigold, Y. Zheng and 
W. von Niessen 


Isotopic effects 


Generalized golden rule approach to the H-transfer problem in polyatomic systems. 1. 
Multimode nuclear effects in solids, Z.K. Smedarchina 


Thermodynamic and transport properties 


A comparative study of the water-dimer gas-phase thermodynamics in the BJH- and MCYL- 
type flexible potentials, Z. Slanina 


Structure of solids and liquids 


Electrostatic interactions within helical structures of chiral lipid bilayers, J.S. Chappell and 
P. Yager 


150 (1991) 47 


150 (1991) 295 


150 (1991) 453 


150 (1991) 405 


150 (1991) 47 


150 (1991) 321 


150 (1991) 73 





